Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.026; wR factor = 0.068; data-to-parameter ratio = 12.9. organic compounds o1342 Gong et al.
The supramolecular structure of the title compound, C 9 H 11 N 3 O 3 S 2 , is defined by two intermolecular hydrogen bonds. Pairs of N-HÁ Á ÁN hydrogen bonds link the molecules into centrosymmetric dimers and N-HÁ Á ÁO hydrogen bonds link the dimers into a tubular chain structure running parallel to the a axis.
Related literature
The title compound is a derivative of sulfosulfuron [systematic name:
1-(4,6-dimethoxypyrimidin-2-yl)-3-(2-ethylsulfonylimidazo[1,2-a]pyridin-3-ylsulfonyl)urea], a high-performance sulfonylurea herbicide used to control several grassy weeds in wheat, see: Maxwell et al. (2005) .
Experimental
Crystal data C 9 H 11 N 3 O 3 S 2 M r = 273.33 Triclinic, P1 a = 8.3761 (9) Å b = 8.5438 (9) Å c = 9.1083 (10) Å = 88.832 (2) = 75.376 (1) = 65.170 (1) V = 569.67 (11) Å 3 Z = 2 Mo K radiation = 0.47 mm À1 T = 296 K 0.30 Â 0.20 Â 0.20 mm
Data collection
Bruker SMART APEX CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) x À 1; y; z; (ii) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: SMART (Siemens, 1996) ; cell refinement: SAINT (Siemens, 1996) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL97. supplementary materials Acta Cryst. (2012) . E68, o1342 [doi:10.1107/S1600536812013992]
2-(Ethylsulfinyl)imidazo[1,2-a]pyridine-3-sulfonamide
Yaling Gong, Haixia Ma and Jing Li Comment Sulfosulfuron,1-(4,6-dimethoxypyrimidin-2-yl)-3-(2-ethylsulfonylimidazo [1,2-a]pyridin-3-ylsulfonyl)urea, is highperformance sulfonylurea herbicide, and can effectively control several grassy weeds in wheat (Maxwell, et al.2005) . In the course of exploring its derivatives, we obtained the compound C 9 H 11 N 3 O 3 S 2 , Figure, 1.
The supramolecular structure is defined by the N3-H3B···N1 hydrogen bond which links the molecules into centrosymmetric dimers lying across the centre-of-symmetry at (0.5,0.5,0.5) and the N3-H3B···O1 hydrogen bond which links the dimers into tubular chains which run parallel to the a-axis, Table 1 and Figure 2 .
Experimental m-chloroperoxybenzoic acid (1.88 g, 8.22 mmol) in 100 ml CH 2 Cl 2 was added dropwise to a solution of 2-ethylthioimidazo[1,2-a]pyridine-3-sulfonamide (2.2 g, 8.22 mmol) in 200 ml CH 2 Cl 2 in an ice water bath. The suspension was stirred at 0-5°C for more than 3 h, and filtered. After removing the solvent, and the crude product was recrystallized in MeOH to give white crystalline product (1.24 g, 55% yield)). The melting point of the product was 203-205°C.
Refinement
H atoms were treated as riding atoms with C-H(aromatic), 0.93 Å, and C-H(CH 2 ), 0.97\$A with U iso = 1.2Ueq(C) and
The hydrogen atoms attached to N3 were located on a difference Fourier map and allowed to ride at these positions.
These positions were confirmed in a final difference Fourier map.
Computing details
Data collection: SMART (Siemens, 1996) ; cell refinement: SAINT (Siemens, 1996) ; data reduction: SAINT (Siemens, 1996) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) ; software used to prepare material for publication:
SHELXL97 (Sheldrick, 2008 
Figure 1
A view of (1) with our numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.85430 (6) (2) 
